Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.049; wR factor = 0.135; data-to-parameter ratio = 13.9. organic compounds o776 Li et al.
The crystal structure of the title compound, C 17 H 15 BrO 3 , a chalcone derivative, exhibits two crystallographically independent molecules per asymmetric unit showing an E conformation about the ethylene double bond. In each molecule, the two phenyl rings are almost coplanar: the mean planes make dihedral angles of 9.3 (2) and 19.4 (2) . In the crystal, molecules are linked through weak intermolecular C-HÁ Á ÁO hydrogen bonds.
Related literature
For related structures, see: Wu et al. (2009 Wu et al. ( , 2010 Wu et al. ( , 2011a ; Huang et al. (2010) ; Peng et al. (2010) . For background to and applications of chalcones, see: Nielsen et al. (2005) ; Wu et al. (2010 Wu et al. ( , 2011a .
Experimental
Crystal data C 17 H 15 BrO 3 M r = 347.20 Triclinic, P1 a = 11.574 (6) Å b = 11.781 (6) Å c = 11.877 (6) Å = 91.857 (9) = 107.021 (9) = 91.917 (9) V = 1546.2 (13) Å 3 Z = 4 Mo K radiation = 2.67 mm À1 T = 298 K 0.49 Â 0.34 Â 0.24 mm
Data collection
Bruker APEX diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2002) T min = 0.355, T max = 0.567 7968 measured reflections 5326 independent reflections 3031 reflections with I > 2(I) R int = 0.020 Refinement R[F 2 > 2(F 2 )] = 0.049 wR(F 2 ) = 0.135 S = 1.00 5326 reflections 383 parameters H-atom parameters constrained Á max = 0.60 e Å À3 Á min = À0.75 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
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Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: ZQ2148).
Figure 1
The molecular structure of the title compound with displacement ellipsoids drawn at the 30% probability level. H atoms are shown as spheres of arbitrary size.
Figure 2
Packing diagram of the title compound viewed along the crystallographic b axis. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
(E)-3-(2-bromophenyl)-1-(3,4-dimethoxyphenyl)prop-2-en-1-one
R int = 0.020 θ max = 25.0°, θ min = 1.7°h = −13→7 k = −13→14 l = −13→14 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.049 wR(F 2 ) = 0.135 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 1.31399 (5) 0.24675 (5) 
